Stepped Pressure Equilibrium Code

pc00aa

Use preconditioned conjugate gradient method to find minimum of energy functional.

[called by: xspechl] [calls: fc02aa and pcOOab.]
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1.1 energy functional
The energy functional is described in pcOOab.

1.2 relevant input variables
1. The following input variables control the operation of EO4DGF

i. epsilon : weighting of “spectral energy”; see pcOOab;
ii. maxstep : this is given to EO4DGF for the Maximum Step Length;
iii. maxiter : upper limit on derivative calculations used in the conjugate gradient iterations;
iv. verify : if verify= 1, then EO4DGF will confirm user supplied gradients (provided by pc00ab) are correct;

2. Unfortunately, EO4DGF seems to require approximately 3N function evaluations before proceeding to minimize the energy
functional, where there are N degrees of freedom. I don’t know how to turn this off!
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